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130 rLnewLselfYconsistentLempiricalLinteratomicLpotentialLmodelLforLoxidesXLsilicatesXLandLsilicaYbasedL
glassesZLJournalloflPhysicallChemistrylBXL2006XLaa]XLaagh]Yie 3.4 362

129 RoleLofL⁴olventLonLthargeL₂ransferLinLgYrminocoumarinLuyeskL–ewLyintsLfromL₂uYtr”Ysc“YPLandL
⁴tateL⁴pecificLPt”LtalculationsZLJournalloflChemicallTheorylandlComputationXL2013XLiXLd]hgYif 6.4 115

128 –ewLznsightsLintoLtheLrtomicL⁴tructureLofLde⁴eLsioglassLbyL”eansLofL⁴olidY⁴tateL–”RL⁴pectroscopyL
andLrccurateLwirstYPrinciplesL⁴imulationsZLChemistryloflMaterialsXL2010XLbbXLefddYefeb 9.6 112

127 PropertiesLtalculationsLofL⁴ilicaYsasedLxlassesLbyLrtomisticL⁴imulationsL₂echniqueskLrLReviewZL
JournalloflPhysicallChemistrylCXL2009XLaacXLb]ggcYb]ghd 3.8 104

126 znsightLintoLvlasticLPropertiesLofLsinaryLrlkaliL⁴ilicateLxlasseslLPredictionLandLznterpretationL
throughLrtomisticL⁴imulationL₂echniquesZLChemistryloflMaterialsXL2007XLaiXLcaddYcaed 9.6 102

125 ”olecularLuynamicsL⁴tudiesLofL⁴tressâ��⁴trainLsehaviorLofL⁴ilicaLxlassLunderLaL₂ensileL“oadZL
ChemistryloflMaterialsXL2008XLb]XLdcefYdcff 9.6 93

124 vlucidationLofLtheLstructuralLroleLofLfluorineLinLpotentiallyLbioactiveLglassesLbyLexperimentalLandL
computationalLinvestigationZLJournalloflPhysicallChemistrylBXL2008XLaabXLabgc]Yi 3.4 92

123 vvidenceLofLcatalaseLmimeticLactivityLinLteTcWU[teTdWULdopedLbioactiveLglassesZLJournalloflPhysicall
ChemistrylBXL2015XLaaiXLd]]iYai 3.4 89

122 tomputationalLznsightLintoLtheLvffectLofLta®[”g®L⁴ubstitutionLonLtheL⁴tructuralLPropertiesLofL
PhosphoY⁴ilicateLsioactiveLxlassesZLJournalloflPhysicallChemistrylCXL2009XLaacXLaegbcYaegc] 3.8 82

121 ₂heLstructureLofLfluorideYcontainingLbioactiveLglasseskLnewLinsightsLfromLfirstYprinciplesL
calculationsLandLsolidLstateL–”RLspectroscopyZLJournalloflMaterialslChemistryXL2012XLbbXLabeii 78

120 RoleLofL”agnesiumLinL⁴odaY“imeLxlasseskLznsightLintoL⁴tructuralXL₂ransportXLandL”echanicalL
PropertiesLthroughLtomputerL⁴imulationsZLJournalloflPhysicallChemistrylCXL2008XLaabXLaa]cdYaa]da 3.8 73

119 wluorineLenvironmentLinLbioactiveLglasseskLabLinitioLmolecularLdynamicsLsimulationsZLJournallofl
PhysicallChemistrylBXL2011XLaaeXLb]chYde 3.4 70

118 ³uantitativeLstructureYpropertyLrelationshipsLofLpotentiallyLbioactiveLfluoroLphosphoYsilicateL
glassesZLJournalloflPhysicallChemistrylBXL2009XLaacXLa]ccaYh 3.4 67

117 tomputationalLsimulationsLofLsolidLstateL–”RLspectrakLaLnewLeraLinLstructureLdeterminationLofL
oxideLglassesZLRSClAdvancesXL2013XLcXLa]ee] 3.7 66

116 ww⁴i®ykLaL–ewLworceLwieldLforL⁴ilicaLPolymorphsLandL₂heirLyydroxylatedL⁴urfacesLsasedLonLPeriodicL
sc“YPLtalculationsZLChemistryloflMaterialsXL2008XLb]XLbebbYbeca 9.6 65

115 rbsorptionLandLemissionL−αYαisLspectraLofLtheL₂Rz₂tLfluorophoreLmoleculeLinLsolutionkLaLquantumL
mechanicalLstudyZLPhysicallChemistrylChemicallPhysicsXL2010XLabXLa]]]Yf 3.6 64

114 ”ultinuclearL–”RLofLta⁴i®TcULglasskLsimulationLfromLfirstYprinciplesZLPhysicallChemistrylChemicall
PhysicsXL2010XLabXLf]edYff 3.6 64
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113 zntegratedLcomputationalLapproachesLforLspectroscopicLstudiesLofLmolecularLsystemsLinLtheLgasL
phaseLandLinLsolutionkLpyrimidineLasLaLtestLcaseZLTheoreticallChemistrylAccountsXL2012XLacaXLa 1.9 63

112 tompetitiveLsindingLofLProteinsLtoLxoldL–anoparticlesLuisclosedLbyL”olecularLuynamicsL
⁴imulationsZLJournalloflPhysicallChemistrylCXL2015XLaaiXLbbagbYbbah] 3.8 61

111 vxtensionLofLtheLr”svRLforceYfieldLforLtheLstudyLofLlargeLnitroxidesLinLcondensedLphaseskLanLabL
initioLparameterizationZLPhysicallChemistrylChemicallPhysicsXL2010XLabXLaafigYg]i 3.6 58

110 αoidLsizeLdistributionLinL”uYmodelledLsilicaLglassLstructuresZLJournalloflNon-CrystallinelSolidsXL2006XL
cebXLbheYbif 3.9 58

109 senchmarkingL₂uYuw₂LagainstLαibrationallyLResolvedLrbsorptionL⁴pectraLatLRoomL₂emperaturekL
gYrminocoumarinsLasL₂estLtasesZLJournalloflChemicallTheorylandlComputationXL2015XLaaXLecgaYhd 6.4 57

108 RealisticL”odelingLofLwluorescentLuyeYuopedL⁴ilicaL–anoparticleskLrL⁴tepL₂owardLtheL
−nderstandingLofLtheirLvnhancedLPhotophysicalLPropertiesZZLChemistryloflMaterialsXL2011XLbcXLe]afYe]bc9.6 56

107
ProbingLsiliconLandLaluminiumLchemicalLenvironmentsLinLsilicateLandLaluminosilicateLglassesLbyLsolidL
stateL–”RLspectroscopyLandLaccurateLfirstYprinciplesLcalculationsZLGeochimicalEtlCosmochimicalActa
XL2014XLabeXLag]Yahe

5.5 55

106 ⁴tudyLofLtheLstructuralLroleLofLgalliumLandLaluminumLinLde⁴eLbioactiveLglassesLbyLmolecularL
dynamicsLsimulationsZLJournalloflPhysicallChemistrylBXL2013XLaagXLdadbYe] 3.4 55

105 −nambiguousLuescriptionLofLtheL®xygenLvnvironmentLinL”ulticomponentLrluminosilicateLxlassesL
fromLag®L⁴olidL⁴tateL–”RLtomputationalL⁴pectroscopyZLJournalloflPhysicallChemistrylCXL2012XLaafXLadeiiYadf]i3.8 51

104 wluorescenceLspectraLofLorganicLdyesLinLsolutionkLaLtimeLdependentLmultilevelLapproachZLPhysicall
ChemistrylChemicallPhysicsXL2011XLacXLbaf]Yf 3.6 51

103
”ediumYrangeLorderLinLphosphoYsilicateLbioactiveLglasseskLznsightsLfromL”r⁴Y–”RLspectraXL
chemicalLdurabilityLexperimentsLandLmolecularLdynamicsLsimulationsZLJournalloflNon-Crystallinel
SolidsXL2008XLcedXLhdYhi

3.9 50

102 vnvironmentalLeffectsLinLcomputationalLspectroscopykLaccuracyLandLinterpretationZLChemPhysChemXL
2010XLaaXLahabYcb 3.2 47

101 PropertiesLofLzincLreleasingLsurfacesLforLclinicalLapplicationsZLJournalloflBiomaterialslApplicationsXL
2008XLbbXLe]eYbf 2.9 46

100 rssessmentLofLvxchangeYtorrelationLwunctionalsLinLReproducingLtheL⁴tructureLandL®pticalLxapLofL
®rganicYProtectedLxoldL–anoclustersZLJournalloflPhysicallChemistrylCXL2014XLaahXLgecbYgedd 3.8 45

99 RoleLofLyostâ��xuestLznteractionsLinL₂uningLtheL®pticalLPropertiesLofLtoumarinLuerivativesL
zncorporatedLinL”t”YdakLrL₂uYuw₂LznvestigationZLJournalloflPhysicallChemistrylCXL2012XLaafXLagh]gYaghah3.8 43

98 sc“YPL⁴imulationLofLtheLwullLαibrationalL⁴pectrumLofLde⁴eLsioactiveL⁴ilicateLxlassLtomparedLtoL
vY⁴ilicaZLChemistryloflMaterialsXL2008XLb]XLefa]Yefba 9.6 42

97 “argeY⁴caleLsc“YPL⁴imulationsLofLzbuprofenLrdsorbedLinL”t”YdaL”esoporousL⁴ilicaLasLurugL
ueliveryL⁴ystemZLJournalloflPhysicallChemistrylCXL2014XLaahXLbfgcgYbfgdi 3.8 41

96 ₂heoreticalLmultilevelLapproachLforLstudyingLtheLphotophysicalLpropertiesLofLorganicLdyesLinL
solutionZLPhysicallChemistrylChemicallPhysicsXL2010XLabXLa]ee]Yfa 3.6 41

(2010-2012)

3



95 rLcloserLlookLintoLtheLubiquitinLcoronaLonLgoldLnanoparticlesLbyLcomputationalLstudiesZLNewl
JournalloflChemistryXL2015XLciXLbdgdYbdhb 3.6 40

94 vlasticLandLdynamicalLpropertiesLofLalkaliYsilicateLglassesLfromLcomputerLsimulationsLtechniquesZL
TheoreticallChemistrylAccountsXL2008XLab]XLeegYefd 1.9 40

93 tomputationalLProtocolLforL”odelingL₂hermochromicL”olecularLtrystalskL⁴alicylideneLrnilineLrsLaL
taseL⁴tudyZLJournalloflChemicallTheorylandlComputationXL2014XLa]XLeeggYhe 6.4 39

92 −nravelingLsolventLeffectsLonLtheLelectronicLabsorptionLspectraLofL₂Rz₂tLfluorophoreLinLsolutionkLaL
theoreticalL₂uYuw₂[Pt”LstudyZLPhysicallChemistrylChemicallPhysicsXL2010XLabXLbgbbYi 3.6 38

91 −nderstandingLrggregationYznducedLvmissionLinL”olecularLtrystalskLznsightsLfromL₂heoryZLJournall
oflPhysicallChemistrylCXL2017XLabaXLegdgYegeb 3.8 37

90 rbsorptionLandLemissionLspectraLofLfluorescentLsilicaLnanoparticlesLfromL₂uYuw₂[””[Pt”L
calculationsZLPhysicallChemistrylChemicallPhysicsXL2011XLacXLaffhiYig 3.6 34

89 znsightLintoLtheLstructureLofLvanadiumLcontainingLglasseskLrLmolecularLdynamicsLstudyZLJournallofl
Non-CrystallinelSolidsXL2011XLcegXLbegaYbegi 3.9 34

88 ₂heLeffectLofLcompositionLonLstructuralXLthermalXLredoxLandLbioactiveLpropertiesLofLteYcontainingL
glassesZLMaterialslandlDesignXL2016XLigXLgcYhe 8.1 33

87
znterplayLofLstereoYelectronicXLenvironmentalXLandLdynamicalLeffectsLinLdeterminingLtheLvPRL
parametersLofLaromaticLspinYprobeskLz–ut®LasLaLtestLcaseZLPhysicallChemistrylChemicallPhysicsXL
2010XLabXLcgdaYf

3.6 33

86 rnLintegratedLcomputationalLprotocolLforLtheLaccurateLpredictionLofLvPRLandLP–”RLparametersLofL
aminoxylLradicalsLinLsolutionZLMagneticlResonancelinlChemistryXL2010XLdhL⁴upplLaXL⁴aaYbb 2.1 33

85
znfluenceLofL⁴ilverLuopingLonLtheLPhotoluminescenceLofLProtectedLrgnrubeâ��nL–anoclusterskLrL
₂imeYuependentLuensityLwunctionalL₂heoryLznvestigationZLJournalloflPhysicallChemistrylCXL2015XL
aaiXLa]gffYa]gge

3.8 32

84 talciumLenvironmentLinLsilicateLandLaluminosilicateLglassesLprobedLbyLâ�·´‡taL”³”r⁴L–”RL
experimentsLandL”uYxzPrβLcalculationsZLSolidlStatelNuclearlMagneticlResonanceXL2015XLfhYfiXLcaYf 3.1 31

83 wirstYprinciplesLsimulationsLofLtheLbgrlLandLag®LsolidYstateL–”RLspectraLofLtheLtarlb⁴ic®a]LglassZL
TheoreticallChemistrylAccountsXL2012XLacaXLa 1.9 31

82 rnLabLinitioLparameterizedLinteratomicLforceLfieldLforLhydroxyapatiteZLJournalloflMaterialsl
ChemistryXL2007XLagXLb]fa 31

81 ₂woYuimensionalLvlectronicL⁴pectroscopyLRevealsLuynamicsLandL”echanismsLofL⁴olventYurivenL
znertialLRelaxationLinLPolarLs®uzPYLuyesZLJournalloflPhysicallChemistrylLettersXL2018XLiXLa]giYa]he 6.4 30

80
−nderstandingLtheLphotophysicalLpropertiesLofLcoumarinYbasedLPluronicYsilicaLTPlu⁴ULnanoparticlesL
byLmeansLofLtimeYresolvedLemissionLspectroscopyLandLaccurateL₂uuw₂[stochasticLcalculationsZL
PhysicallChemistrylChemicallPhysicsXL2013XLaeXLabcf]Ygb

3.6 29

79 rLcomputationalLmultiscaleLstrategyLtoLtheLstudyLofLamorphousLmaterialsZLTheoreticallChemistryl
AccountsXL2007XLaagXLiccYidb 1.9 29

78 rLcomputationalLtoolLforLtheLpredictionLofLcrystallineLphasesLobtainedLfromLcontrolledL
crystallizationLofLglassesZLJournalloflPhysicallChemistrylBXL2005XLa]iXLbaehfYib 3.4 29
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77 vffectsLofL⁴ubstituentsLonL₂ransportLPropertiesLofL”olecularL”aterialsLforL®rganicL⁴olarLtellskLrL
₂heoreticalLznvestigationZLChemistryloflMaterialsXL2017XLbiXLfgcYfha 9.6 28

76 uw₂LandL₂uYuw₂LassessmentLofLtheLstructuralLandLoptoelectronicLpropertiesLofLanLorganicYrgadL
nanoclusterZLJournalloflPhysicallChemistrylAXL2015XLaaiXLe]hhYih 2.8 27

75 tomputationalLinterpretationLofLbc–aL”³”r⁴L–”RLspectrakLrLcomprehensiveLinvestigationLofLtheL
–aLenvironmentLinLsilicateLglassesZLChemicallPhysicslLettersXL2014XLfabXLefYfa 2.5 27

74 rccurateLwirstYPrincipleLPredictionLofLTbiU⁴iLandLTagU®L–”RLParametersLinL⁴i®bLPolymorphskL₂heL
tasesLofLZeolitesL⁴igmaYbLandLwerrieriteZLJournalloflChemicallTheorylandlComputationXL2008XLdXLbac]Yd] 6.4 26

73 RamanLandLuw₂LstudyLofLmethimazoleLchemisorbedLonLgoldLcolloidalLnanoparticlesZLPhysicall
ChemistrylChemicallPhysicsXL2016XLahXLeigdYh] 3.6 23

72 ”olecularLdynamicsLsimulationsLofLsodiumLsilicateLglasseskL®ptimizationLandLlimitsLofLtheL
computationalLprocedureZLComputationallMaterialslScienceXL2010XLdgXLgciYgea 3.2 23

71 znsightsLintoLstructuralLandLdynamicalLfeaturesLofLwaterLatLhalloysiteLinterfacesLprobedLbyLuw₂LandL
classicalLmolecularLdynamicsLsimulationsZLPhysicallChemistrylChemicallPhysicsXL2016XLahXLbafdYgd 3.6 22

70 ®xalylLdihydrazideLpolymorphismkLaLperiodicLdispersionYcorrectedLuw₂LandL”PbLinvestigationZL
CrystEngCommXL2014XLafXLa]bYa]i 3.3 22

69 αibrationalLfeaturesLofLphosphoYsilicateLglasseskLPeriodicLsc“YPLsimulationsZLChemicallPhysicsl
LettersXL2009XLdgfXLbahYbbb 2.5 22

68 ”agnetoYPlasmonicLtolloidalL–anoparticlesL®btainedLbyL“aserLrblationLofL–ickelLandL⁴ilverL₂argetsL
inLβaterZLJournalloflPhysicallChemistrylCXL2017XLabaXLceigYcf]f 3.8 21

67 tomputationalLznsightLintoLtheLvffectLofL–aturalLtompoundsLonLtheLuestabilizationLofLPreformedL
rmyloidY˛†Tapd]ULwibrilsZLMoleculesXL2018XLbcXL 4.8 21

66 ”ultiscaleL”olecularLuynamicsL⁴imulationLofL”ultipleLProteinLrdsorptionLonLxoldL–anoparticlesZL
InternationallJournalloflMolecularlSciencesXL2019XLb]XL 6.3 21

65 ”odelingLemissionLfeaturesLofLsalicylideneLanilineLmolecularLcrystalskLrL³”[³”SLapproachZLJournall
oflComputationallChemistryXL2016XLcgXLhfaYg] 3.5 21

64 vxperimentalLandLuw₂LtharacterizationLofLyalloysiteL–anotubesL“oadedLwithL⁴alicylicLrcidZLJournall
oflPhysicallChemistrylCXL2016XLab]XLbfgeiYbfgfi 3.8 21

63
vnvironmentalLandLdynamicalLeffectsLonLtheLopticalLpropertiesLofLmolecularLsystemsLbyL
timeYindependentLandLtimeYdependentLapproacheskLtoumarinLderivativesLasLtestLcasesZL
ComputationallandlTheoreticallChemistryXL2014XLa]cgXLceYdh

2 20

62 ”olecularLuynamicsLznvestigationLofLyalideYtontainingLPhosphoY⁴ilicateLsioactiveLxlassesZLJournall
oflPhysicallChemistrylBXL2018XLabbXLbid]Ybidh 3.4 19

61 ⁴vR⁴XLκP⁴LandLuw₂L⁴tudyLofLκanthineLrdsorbedLonLtitrateY⁴tabilizedLxoldL–anoparticlesZLSensorsXL
2019XLaiXL 3.8 19

60 uw₂LmodelingLofLde⁴eLandLgg⁴LsodaYlimeLphosphoYsilicateLglassLsurfaceskLcluesLonLdifferentL
bioactivityLmechanismZLLangmuirXL2013XLbiXLegdiYei 4 19
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59 ₂owardsLaLquantitativeLrationalizationLofLmulticomponentLglassLpropertiesLbyLmeansLofLmolecularL
dynamicsLsimulationsZLMolecularlSimulationXL2006XLcbXLa]deYa]ee 2 19

58 RecentLadvancesLinLsolidYstateL–”RLcomputationalLspectroscopykL₂heLcaseLofLaluminoYsilicateL
glassesZLInternationallJournalloflQuantumlChemistryXL2016XLaafXLaeb]Yaeca 2.1 19

57 uynamicsLofLwractureLinL⁴ilicaLandL⁴odaY⁴ilicateLxlasseskLwromLsulkL”aterialsLtoL–anowiresZLJournall
oflPhysicallChemistrylCXL2015XLaaiXLbediiYbee]g 3.8 18

56 ⁴tructuralLoriginsLofLtheL”ixedLrlkaliLvffectLinLrlkaliLrluminosilicateLxlasseskL”olecularLuynamicsL
⁴tudyLandLitsLrssessmentZLScientificlReportsXL2020XLa]XLbi]f 4.9 18

55 rssessmentLofLinteratomicLparametersLforLtheLreproductionLofLborosilicateLglassLstructuresLviaL
uw₂YxzPrβLcalculationsZLJournalloflthelAmericanlCeramiclSocietyXL2019XLa]bXLgbbeYgbdc 3.8 18

54 ®nLtheLstructureLofLteYcontainingLsilicophosphateLglasseskLaLcoreYshellLmolecularLdynamicsL
investigationZLPhysicallChemistrylChemicallPhysicsXL2014XLafXLbafdeYef 3.6 18

53 ®nLtheLoptoYelectronicLpropertiesLofLphosphineLandLthiolateYprotectedLundecagoldLnanoclustersZL
PhysicallChemistrylChemicallPhysicsXL2014XLafXLahgdiYeh 3.6 18

52 ₂heLelectronicLstructureLofLtheLluteinLtripletLstateLinLplantLlightYharvestingLcomplexLzzZLPhysicall
ChemistrylChemicallPhysicsXL2012XLadXLabbchYea 3.6 18

51 ueflocculantLeffectsLonLtheLsurfaceLpropertiesLofLkaoliniteLinvestigatedLthroughLmalachiteLgreenL
adsorptionZLColloidslandlSurfaceslA:lPhysicochemicallandlEngineeringlAspectsXL2008XLcbiXLcaYcg 5.1 18

50
rL”odularLzmplementationLforLtheL⁴imulationLofLauLandLbuL⁴olidY⁴tateL–”RL⁴pectraLofL
³uadrupolarL–ucleiLinLtheLαirtualL”ultifrequencyL⁴pectrometerYurawLxraphicalLznterfaceZLJournall
oflChemicallTheorylandlComputationXL2017XLacXLbbaeYbbbi

6.4 17

49 rssessmentLofLuensityLwunctionalLrpproximationsLforLyighlyLtorrelatedL®xideskL₂heLtaseLofLte®L
andLte®ZLJournalloflChemicallTheorylandlComputationXL2018XLadXLdiadYdibg 6.4 17

48 ®nLtheLsimulationLofLvibrationallyLresolvedLelectronicLspectraLofLmediumYsizeLmoleculeskLtheLcaseL
ofLstyrylLsubstitutedLs®uzPYsZLPhysicallChemistrylChemicallPhysicsXL2019XLbaXLceabYcebf 3.6 17

47 ®nLtheLabilityLofLperiodicLdispersionYcorrectedLuw₂LcalculationsLtoLpredictLmolecularLcrystalL
polymorphismLinLparaYdiiodobenzeneZLChemicallPhysicslLettersXL2012XLedaXLabYae 2.5 17

46 trystallizationLkineticsLofLbioactiveLglassesLinLtheLZn®Y–ab®Yta®Y⁴i®bLsystemZLJournalloflPhysicall
ChemistrylAXL2007XLaaaXLhd]aYh 2.8 17

45 tomputationalLznsightLintoLtheLznteractionLofLtytochromeLtLwithLβetLandLPαPYtoatedLrgL⁴urfacesZL
JournalloflPhysicallChemistrylBXL2017XLabaXLiecbYied] 3.4 15

44 –ewLinsightsLintoLtheLbioactivityLofL⁴i®bâ��ta®LandL⁴i®bâ��ta®â��Pb®eLsolâ��gelLglassesLbyLmolecularL
dynamicsLsimulationsZLJournalloflSol-GellSciencelandlTechnologyXL2013XLfgXLb]hYbai 2.3 15

43 “ocalLversusLrverageL⁴tructureLinL“a⁴rrlc®gkLrL–”RLandLuw₂LznvestigationZLJournalloflPhysicall
ChemistrylCXL2013XLaagXLbcdeaYbcdeh 3.8 15

42 vxtensionLofLtheLr”svRLforceLfieldLtoLcyclicL˛–X˛–LdialkylatedLpeptidesZLPhysicallChemistrylChemicall
PhysicsXL2012XLadXLaec]hYb] 3.6 14
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41 ®pticalLpropertiesLofLtheLdibenzothiazolylphenolLmolecularLcrystalsLthroughL®–z®”LcalculationskL
theLeffectLofLtheLelectrostaticLembeddingLschemeZLTheoreticallChemistrylAccountsXL2016XLaceXLa 1.9 13

40 ”odelsLofLrgedL”agnesiumâ��⁴ilicateâ��yydrateLtementsLsasedLonLtheL“izarditeLandL₂alcLtrystalskLrL
PeriodicLuw₂YxzPrβLznvestigationZLJournalloflPhysicallChemistrylCXL2017XLabaXLgcaiYgcc] 3.8 12

39 RoleLofLspecificLsoluteYsolventLinteractionsLonLtheLphotophysicalLpropertiesLofLdistyrylLsubstitutedL
s®uzPYLderivativesZLPhysicallChemistrylChemicallPhysicsXL2020XLbbXLa]ihaYa]iid 3.6 12

38 ⁴upercriticalLt®btonfinedLinLPalygorskiteLandL⁴epioliteL”ineralskLrLtlassicalL”olecularLuynamicsL
znvestigationZLJournalloflPhysicallChemistrylCXL2016XLab]XLbfideYbfied 3.8 12

37 ⁴tructureLofLactiveLceriumLsitesLwithinLbioactiveLglassesZLJournalloflthelAmericanlCeramiclSocietyXL
2017XLa]]XLe]hfYe]ie 3.8 12

36 uensityLofLmulticomponentLsilicaYbasedLpotentialLbioglasseskL³uantitativeLstructureYpropertyL
relationshipsLT³⁴PRULanalysisZLJournalloflthelEuropeanlCeramiclSocietyXL2007XLbgXLdiiYe]d 6 12

35
znsightsLintoLtheLvffectLofLturcuminLandLTYUYvpigallocatechinYcYxallateLonLtheLrggregationLofL
r˛†TaYd]UL”onomersLbyL”eansLofL”olecularLuynamicsZLInternationallJournalloflMolecularlSciencesXL
2020XLbaXL

6.3 12

34 ⁴tructureL”odelLandL₂oxicityLofLtheLProductLofLsiodissolutionLofLthrysotileLrsbestosLinLtheL“ungsZL
ChemicallResearchlinlToxicologyXL2019XLcbXLb]fcYb]gg 4 11

33 tomputationalL”odelingLofL⁴ilicateLxlasseskLrL³uantitativeL⁴tructureYPropertyLRelationshipL
PerspectiveZLSpringerlSerieslinlMaterialslScienceXL2015XLaacYace 0.9 11

32 −nravelingLtheLpolymorphismLofL[TpYcymeneURuT˛”–Yz–rUtlâ��]LthroughLdispersionYcorrectedLuw₂LandL
–”RLxzPrβLcalculationsZLInorganiclChemistryXL2014XLecXLgibfYce 5.1 11

31 vlectronicLandLopticalLpropertiesLofLtheLrubb[aXhYbisTdiphenylphosphinoULoctane]fLnanoclustersL
disclosedLbyLuw₂LandL₂uYuw₂LcalculationsZLTheoreticallChemistrylAccountsXL2016XLaceXLa 1.9 10

30 tomputationalLznsightsLintoLtheLsindingLofL”onolayerYtappedLxoldL–anoparticlesLontoLrmyloidY˛†L
wibrilsZLACSlChemicallNeuroscienceXL2020XLaaXLcaecYcaf] 5.7 9

29 RamanLandLtomputationalL⁴tudyLonLtheLrdsorptionLofLκanthineLonL⁴ilverL–anocolloidsZLACSlOmegaXL
2018XLcXLacec]Yacecg 3.9 9

28 –ewLznsightLintoL”ixingLwluorideLandLthlorideLinLsioactiveL⁴ilicateLxlassesZLScientificlReportsXL2018XL
hXLacaf 4.9 8

27 tombinedLvxperimentalLandLtomputationalLrpproachLtowardLtheL⁴tructuralLuesignLofL
sorosilicateYsasedLsioactiveLxlassesZLJournalloflPhysicallChemistrylCXL2020XLabdXLagfeeYagfgd 3.8 8

26 uisclosingLcrystalLnucleationLmechanismLinLlithiumLdisilicateLglassLthroughLmolecularLdynamicsL
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